LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.163 9 13 18 rVB 70356 99441 2.45% 0.217%
2 5.087 506 510 516 rBV 160792 191249 4.71% 0.418%
3 5.504 577 581 585 rBY 3171652 2949804 72.69% 6.449%
4 6.034 664 671 675 rVB3 28824 41224 1.02% 0.090%
5 6.122 681 686 692 rBV3 65701 89459 2.20% 0.196%
6 6.310 713 718 723 rBV3 37346 63401 1.56% 0.139%
7 6.404 731 734 736 rBV3 63575 66622 1.64% 0.146%
8 6.516 748 753 758 rBV2 2729508 4057845 100.00% 8.871%
9 6.645 770 775 778 rBVY 3284039 2888516 71.18% 6.315%
10 6.692 781 783 788 rBV2 88559 101067 2.49% 0.221%
11 6.869 809 813 820 rVB 1148216 1076724 26.53% 2.354%
12 6.928 820 823 828 rBV2 72222 78212 1.93% 0.171%
13 7.022 835 839 846 rBVY 2286257 2256578 55.61% 4.933%
14 7.139 857 859 862 rVB 65157 60133 1.48% 0.131%
15 7.186 862 867 869 rVB2 64907 74693 1.84% 0.163%

16 7.280 875 883 890 rBvV 883815 922921 22.74% 2.018%
17 7.428 898 908 911 rBV 2509287 2414224 59.50% 5.278%

18 7.516 918 923 926 rBV5 55753 84622 2.09% 0.185%
19 7.639 936 944 946 rBV3 61180 102847 2.53% 0.225%
20 7.663 946 948 953 rvB2 72308 87027 2.14% 0.190%
21 7.792 968 970 974 rVB3 43643 46520 1.15% 0.102%
22 7.969 997 1000 1005 rVB6 32320 43522 1.07% 0.095%
23 8.098 1017 1022 1026 rBv4 27782 51622 1.27% 0.113%

24 8.151 1026 1031 1034 rVV 1142360 1134959 27.97% 2.481%
25 8.210 1038 1041 1044 rVB 123080 105497 2.60% 0.231%

26 8.239 1044 1046 1049 rBvV2 49041 46982 1.16% 0.103%
27 8.445 1072 1081 1087 rBVS8 85050 163154 4.02% 0.357%
28 8.504 1087 1091 1093 rBv4 78513 84089 2.07% 0.184%
29 8.569 1099 1102 1105 rBV 133614 136069 3.35% 0.297%
30 8.657 1114 1117 1119 rBV2 49084 46233 1.14% 0.101%
31 8.739 1129 1131 1134 rBV2 64191 57219 1.41% 0.125%
32 8.863 1150 1152 1154 rBV 114075 76796 1.89% 0.168%
33 8.927 1160 1163 1166 rBV3 75801 85633 2.11% 0.187%
34 8.963 1166 1169 1173 rVB 81609 84387 2.08% 0.184%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.057 1182 1185 1189 rVB5 52287 69345 1.71% 0.152%
36 9.110 1189 1194 1196 rBV5 34164 60553 1.49% 0.132%

37 9.169 1202 1204 1208 rVB2 147043 131842 3.25% 0.288%
38 9.222 1209 1213 1217 rBV 3609273 3293195 81.16% 7.199%
39 9.304 1224 1227 1230 rBV 86704 103550 2.55% 0.226%

40 9.339 1230 1233 1236 rVB 84289 83300 2.05% 0.182%
41 9.492 1255 1259 1262 rBV2 81018 92687 2.28% 0.203%
42 9.563 1268 1271 1273 rBV 71113 60257 1.48% 0.132%
43 9.586 1273 1275 1277 rVV2 54655 52364 1.29% 0.114%
44 9.616 1277 1280 1284 rVB 1154876 1006765 24.81% 2.201%
45 9.774 1303 1307 1309 rBv4 42153 55915 1.38% 0.122%
46 9.816 1312 1314 1316 rBV 55998 48010 1.18% 0.105%
47 9.904 1322 1329 1333 rBV2 1308703 1219945 30.06% 2.667%
48 10.010 1344 1347 1351 rBV 40118 52199 1.29% 0.114%
49 10.069 1351 1357 1359 rBV6 35145 60216 1.48% 0.132%
50 10.104 1359 1363 1368 rVV3 78965 111980 2.76% 0.245%
51 10.145 1368 1370 1376 rVV3 45932 70222 1.73% 0.154%
52 10.221 1380 1383 1385 rBV2 67111 65414 1.61% 0.143%
53 10.316 1395 1399 1400 rBV2 89768 98875 2.44% 0.216%
54 10.333 1400 1402 1405 rVB2 70157 51288 1.26% 0.112%
55 10.445 1419 1421 1424 rBV3 61035 67389 1.66% 0.147%

56 10.557 1434 1440 1445 rBV3 170292 226011 5.57% 0.494%
57 10.698 1460 1464 1467 rBV 2262857 1942425 47.87% 4.246%
58 10.821 1480 1485 1488 rBV2 296407 341605 8.42% 0.747%

59 10.892 1494 1497 1500 rBV3 81609 83124 2.05% 0.182%
60 10.998 1511 1515 1517 rBV5 53286 76860 1.89% 0.168%
61 11.027 1518 1520 1524 rVV5 52123 58391 1.44% 0.128%
62 11.133 1536 1538 1542 rBV3 47894 64745 1.60% 0.142%

63 11.286 1561 1564 1569 rVB 188259 190076 4.68% 0.416%
64 11.392 1578 1582 1585 rBV 1170384 1042055 25.68% 2.278%

65 11.416 1585 1586 1589 rVB 157670 87064 2.15% 0.190%
66 11.892 1665 1667 1669 rBV 103400 83276 2.05% 0.182%
67 11.921 1669 1672 1676 rVV 330192 302449 7.45% 0.661%
68 12.004 1684 1686 1688 rVV 128858 96256 2.37% 0.210%
69 12.027 1688 1690 1694 rVB 143434 129390 3.19% 0.283%
70 12.092 1698 1701 1703 rBV2 74085 76386 1.88% 0.167%
71 12.221 1721 1723 1726 rVB 112773 88612 2.18% 0.194%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 12.315 1737 1739 1741 rBV2 87044 104126 2.57% 0.228%
73 12.339 1741 1743 1746 rVB 304217 232897 5.74% 0.509%
74 12.374 1746 1749 1751 rBV 109713 120415 2.97% 0.263%
75 12.445 1759 1761 1764 rVB 170398 150835 3.72% 0.330%

76 12.474 1764 1766 1770 rVB4 126343 125201 3.09% 0.274%
77 12.604 1786 1788 1793 rBV 87979 118548 2.92% 0.259%
78 12.645 1793 1795 1798 rVB 582514 491610 12.12% 1.075%
79 12.974 1846 1851 1854 rBV 2215986 2136156 52.64% 4._.670%
80 13.115 1872 1875 1878 rVB 431686 337744 8.32% 0.738%

81 13.480 1934 1937 1942 rVB 236686 229271 5.65% 0.501%
82 13.551 1947 1949 1954 rVB5 201119 256952 6.33% 0.562%
83 13.662 1965 1968 1974 rVB 637600 579117 14.27% 1.266%
84 13.792 1988 1990 1995 rVB2 351842 337697 8.32% 0.738%
85 13.868 1999 2003 2010 rVVv2 581386 953559 23.50% 2.085%

86 14.033 2028 2031 2034 rVB 908657 783845 19.32% 1.714%
87 14.315 2073 2079 2082 rBV 788953 958357 23.62% 2.095%
88 14.498 2108 2110 2115 rVB2 325272 337886 8.33% 0.739%
89 14.951 2184 2187 2190 rVB 381811 353186 8.70% 0.772%
90 15.145 2218 2220 2223 rBV 183122 162896 4.01% 0.356%

91 15.462 2270 2274 2279 rBV5 125291 266085 6.56% 0.582%
92 15.515 2279 2283 2287 rVV 632932 811312 19.99%% 1.774%
93 15.651 2304 2306 2311 rVB5 141363 180253 4._.44% 0.394%
94 15.945 2354 2356 2358 rBV2 121861 118130 2.91% 0.258%
95 17.339 2590 2593 2607 rVB4 174781 426746 10.52% 0.933%

96 17.680 2644 2651 2662 rVB4 573737 1421017 35.02% 3.107%
97 17.939 2687 2695 2710 rVB2 764466 2135447 52.63% 4.668%

Sum of corrected areas: 45742615
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\

BF112056.D

14 Jan 2019 17:46

JussJ

K1135-02

11 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L

ion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112056.D

5.50

5.09

I

6.65

6.52

6.@\116% .69

7.02

6.87

.9

7.43

7.28

7714

oF—==
Time-->

T T
5.00 5.50

6.00

R et
6.50

7.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112056.D

10.70

12.97

13.12

Time-->

10.00 10.50 11.00

11.50

12.00

12.50

I
13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.6613.87

TIC: BF112056.D

14.03 14.32

15.52

15.14
1546565 15.94

17.94

17.68

™1
13.50

Time-->

14.00 14.50 15.00

15.50

I
16.00 16.50

17.00

17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.65 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.65 53.65 ng 2888520 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 776 (6.651 min): BF112056.D (-770) (-) m/z 132.00 100.00%
5000
68
40 % J 640 6.60 6.80 7.00
54 : : : :
ol grer | oS | m/z 134.00 34.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 IR RS R R
6.40 6.60 6.80 7.00
33 44 105 m/z 68.05 33.85%
60 70 0 115
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.05 22.02%
okl L8 ez | s 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B R Rmmmsnrs
132 6.40 6.60 6.80 7.00
m/z 69.05 13.68%
117
5000
39 91
A A W W
O T B B B B e o T R B e e B e e
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Bromo dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.82 6.56 ng 341605 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
2 Decane. 2-methvl- 156 Cl11H24 006975-98-0 68
3 Tridecane. 7-methvyl- 198 C14H30 026730-14-3 60
4 2.6-Dimethvldecane 170 C12H26 013150-81-7 60
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 58
Abundance Scan 1485 (10.821 min): BF112056.D (-1480) (-) m/z 57.10 100.00%
57
71
43
5000
85
99 113 T A TaTen 1100 14 o0
127 169 10. 60 10 80 11.00 11.20
0 ...,....','=..|.,..|':.,-."...-J,..ﬂ.,.'...lf‘.l.l.“??..'.. | 198 221 244 = Tns77 71.05  72.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane
57
4 &thJtVJLMJLA”meqnaJ\

5000 LA B L L L L L L LB
10. 60 10 80 11. OO 11. 20
29 m/z 43.10 56.86%
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28427: Decane, 2-methyl-
43 57
71 R A Eaa T S
10.60 10.80 11.00 11.20
5000 m/z 85.10 29.07%
85
29
‘ o 112
o L L 4L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59891: Tridecane, 7-methyl- R L e S
57 10.60 10.80 11.00 11.20
43 1 m/z 41.05 28.64%
5000
112
| 85 183
vy e 9 | T asetgre0ioe T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Phenanthrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.80 ng 302449 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 91
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 89
Abundance Scan 1672 (11.921 min): BF112056.D (-1669) (-) m/z 192.10 100.00%
192
5000
11.60 11.80 12.00 12.20
o} m/z 191.10 59.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54749: Phenanthrene, 2-methyl-
192
5000 U DR DR SRR BN
11.60 11.80 12.00 12.20
m/z 43.10 55.37%
165
o 39 63 829 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12,20
5000 m/z 73.00 49 _.50%
165
oL15 39 63 83 98 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54741: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 60.00 43.58%
5000
165
oL 2741 63 82 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF010719.M Tue Jan 15 13:14:58 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 4b,8-Dimethyl-2-isopropylph... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.34 4_47 ng 232897 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-i1sopropvilphenant... 256 C19H28 1000197-14-1 64
2 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 38
3 3.4-Dihvdro-3.3-dimethvl-1.9(2H.... 241 C15H15N02 1000212-95-2 30
4 Pvridoll.2-albenzimidazole-4-car... 241 C13H8CIN3 121105-78-0 30
5 Ethanone, 1-(1,2,3,5,6,7-hexahyd... 256 C18H240 056298-80-7 25
Abundance Scan 1743 (12.339 min): BF112056.D (-1741) (-) m/z 159.10 100.00%
139 241
5000
185
43 117 143 206 256 AU DA AUNAREE
12.00 12.20 12.40 12.60
0....,....-,“....,....,....,-...J " ‘L' sl .'Il..',-.L..l.?.z?..,l...],..?.7,7.2]?.2, m/z 241.20 81.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...

5000
12.00 12.20 12.40 12.60

m/z 185.15 35.31%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107691: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5,5...
241
T e
12.00 12.20 12.40 12.60
5000 m/z 206.10 23.53%
185 256
T L B L B A Ad Basasansaseasay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94946: 3,4-Dihydro-3,3-dimethyl-1,9(2H,10H)-acridinone
241 12.00 12.20 12.40 12.60
m/z 117.05 20.13%
5000 185
226
77 102 129 ‘
0..”,..”,.?i,...hln.qw.:..ﬂ”,.}ﬁﬁ}quﬁuﬂ 24 I N — T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.64 9.44 ng 491610 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 4.47-Diisopropvibiphenvl 238 C18H22 018970-30-4 60
3 2-Propenoic acid. 3-(3.4.5-trime... 238 C12H1405 000090-50-6 53
4 Anthracene. 1.4-dimethoxyv- 238 C16H1402 013076-29-4 52
5 9,10-Anthracenedione, l-amino- 223 C14H9NO2 000082-45-1 50
Abundance Scan 1794 (12.639 min): BF112056.D (-1793) (-) m/z 223.20 100.00%
238
5000 181 L_
89104 ... 141 " 12.40 12.60 12.80 13.00
67
ol s 255272 302 | /77 238.20 61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 RN UL BN UL I
1240 12.60 12.80 13.00
m/z 181.10 49.21%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92584: 4,4'-Diisopropylbiphenyl
223
238 AR DA RN B
12.40 12.60 12.80 13.00
5000 m/z 165.10 37 .88%
104
o 27 e277 | 119 141 1?51§1 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91911: 2-Propenoic acid, 3-(3,4,5-trimethoxyphenyl)- A B B e
238 12.40 12.60 12.80 13.00
m/z 195.10 32.03%
223
5000
oL15 39 63 91 1191?5 ‘ 178195
iz g a8 B 100 130 140 1% 14D 200 210 2% k5 26 A0 12140 12,60 12.80 13.00

8270-BF010719.M Tue Jan 15 13:14:59 2019

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Retene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.12 8.62 ng 337744 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 2.5-Diphenvl-2.4-hexadiene 234 C18H18 016819-47-9 74
4 2.3.5.6-Detetrahvdrocyclohexanon... 234 C15H2202 101100-38-3 53
5 Benzene, 1,3-bis(l,1-dimethyleth... 234 C16H260 001518-53-2 52
Abundance Scan 1876 (13.121 min): BF112056.D (-1872) (-) m/z 219.10 100.00%

219
5000
S 12.80 13.00 13.20 13.40

76 101 16 150 178 270286 310328

52

0! m/z 234.20 58.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89260: Retene
219
5000 MM

203 12.80 13.00 13.20 13.40
m/z 204.10 32.12%

102
oL 27 51 76 126 152 178} ‘ 286
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89274: 2-1sopropyl-10-methylphenanthrene
219
_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—r

12.80 13.00 13.20 13.40

5000 m/z 203.10 24 .10%
203
0 3963 82,102 156 152 178, | | 286
i mad e R A e L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89271: 2,5-Diphenyl-2,4-hexadiene T D e e SR
234 12. 80 13. 00 13. 20 13. 40

m/z 202.10 20.08%

5000
105 204
143 ‘
27 51 77| | 127 178 | | |

L e e R —— AR RS L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13. 20 13. 40

8270-BF010719.M Tue Jan 15 13:15:00 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 5H-Pyrrolo[3,4-b]pyrazine-5... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.48 5.85 ng 229271 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolol3.4-blpvrazine-5.7(6H... 239 C13HI9N302 1000337-19-6 94
2 Methvl dehvdroabietate 314 C21H3002 001235-74-1 90
3 Acetamide. N-(1-naphthv1)-2.2.2-___. 239 C12H8F3NO 1000307-31-6 64
4 Imidazolol2.1-blthiazole. 5-(3-i... 239 C13H9N3S 327097-37-0 59
5 Indole, 3-imidazolo[2,1-b]Jthiazo... 239 C13H9N3S 292855-05-1 59
Abundance Scan 1937 (13.480 min): BF112056.D (-1934) (-) m/z 239.15 100.00%
239
5000
43 o1 117 141 173 197 219 299 13.20 13.40 13.60 13.80
Olrrrrrrehrsr ettt by et e b oo e e kioes || m/z 240.20  18.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93091: 5H-Pyrrolo[3,4-b]pyrazine-5,7(6H)-dione, 6-(phenyl...
239
a1 182

13.20 13.40 13.60 13.80
m/z 299.30 7.62%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156720: Methy| dehydroabietate
239
13.20 13.40 13.60 13.80
5000 m/z 141.10 5.50%
43 299
O s A SN I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93017: Acetamide, N-(1-naphthyl)-2,2,2-trifluoro- A B
239 13.20 13.40 13.60 13.80
m/z 128.10 5.07%
5000 115
142
3 Te | | 1?9 191 220 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13. 80

8270-BF010719.M Tue Jan 15 13:15:00 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl3.55 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.55  6.56 ng 256952  Chrysene-diz 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Piperazin-

2-one. 3-T2-(4-methvlp... 230 C13H14N202

063656-21-3 35

2 5H-DibenzIb.flazepine. 3-chloro-... 229 C14H12CIN 032943-25-2 25
3 Naphthalene. 6.7-diethvl-1.2.3.4... 244 C18H28 055741-10-1 18
4 Benzimidazole-5-amine. 1-methvl-... 229 C12H11N3S 021444-73-5 14

5 Indan, 6-tert-butyl-1,1,3,4-tetr... 300 C22H36 029577-23-9 14
Abundance Scan 1949 (13.551 min): BF112056.D (-1947) (-) m/z 229.20 100.00%
229
5000
311 B B o o o o L
246 269 293 13.20 13.40 13.60 13.80
0 m/z 55.10 95.06%
m/z--> 50 100 150 200 250 300
Abundance #85937: Piperazin-2-one, 3-[2-(4-methylphenyl)-2-oxoethyli...
5000 LA L L L L L B
119 13.20 13.40 13.60 13.80
91 201 m/z 57.10 90.56%
57 145
172
04
m/z--> 50 100 150 200 250 300
Abundance #85175: 5H-Dibenz[b,flazepine, 3-chloro-10,11-dihydro-
2
R B .
13.20 13.40 13.60 13.80
5000 m/z 43.10 62.47%
194
0 ”@W mmmzw
B e e —
m/z--> 50 100 150 200 250 300
Abundance #97589: Naphthalene, 6,7-diethyl-1,2,3,4-tetrahydro-1,1,4,... T
229 13.20 13.40 13.60 13.80
m/z 81.10 53.89%
5000
0 L L‘ i 57 74 91 11;11%8 |115IL5 N 187 \211 2#"6
e il e L R B .
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80

8270-BF010719.

M Tue Jan 15 13:15:01 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Octadecanal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.66 14.78 ng 579117 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Tetradecanal 212 C14H280 000124-25-4 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 90

Abundance Scan 1968 (13.662 min): BF112056.D (-1965) (-) m/z 57.10 100.00%
82
5000
109 157 1340 13.60 13.80 14.00
3 230 : : : :
o Las (300, 19421277 260280 306324344 m/z 43.10 94.26%
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal
43
82
5000 LI L BRI SULBLLE L
Bmmmmmmm
m/z 82.10 71.53%
110
oL | 4137 166 104 222 250568
m/z--> 50 160 1éo 260 2%0 360 350
Abundance #71297: Tetradecanal

57 82

13.40 13.60 13.80 14.00

5000 m/z 55.05 69.37%
29
110
138 168
4 ‘| n b 19212
0 RN WAL UL UL B

m/z--> 50 100 150 200 250 300 350

Abundance #129467: Oxirane, heptadecy!- L B

43 82 13.40 13.60 13.80 14.00
m/z 41.10 57.74%

5000
110
oL 28| | P 106 10510 206 264260

— ! T T e R Eaa s

m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF010719.M Tue Jan 15 13:15:01 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl13.79 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.79 8.62 ng 337697 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aciphvllene 204 C15H24 087745-31-1 46
2 rotundene 204 C15H24 1000374-17-0 38
3 1.4-Methano-1H-indene. octahvdro... 204 C15H24 003650-28-0 38
4 2-Furoic acid. 2.7-dimethvloct-7... 246 C15H1803 1000299-23-8 25
5 (4,6-Dimethylpyrimidin-2-y1)(5-m... 204 C9H12N6 1000317-06-5 22
Abundance Scan 1990 (13.792 min): BF112056.D (-1988) (-) m/z 108.10 100.00%
3

5000

13.40 13.60 13.80 14.00 14.20

o m/z 95.10 91.21%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64263: Aciphyllene
95
147 189
5000 TT T T [T T T T[T T T T[T TT T 7T
79 13. 40 13. 60 13. 80 14. OO 14. 20
55 119 m/z 93.05 56.28%
| 205
Ot
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64259: rotundene
R e EERE RS R a
13.40 13.60 13.80 14.00 14.20
5000 m/z 105.10 35.54%

133 162 189505

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64578: 1,4-Methano-1H-indene, octahydro-4-methyl-8-methyl... A B R e
13.40 13.60 13.80 14.00 14.20
m/z 109.10 35.13%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00 14. 20

8270-BF010719.M Tue Jan 15 13:15:02 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Cycloeicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 24 .33 ng 953559 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 2003 (13.868 min): BF112056.D (-1999) (-) m/z 57.10 100.00%
g7
83
5000
111
3 139 13.60 13.80 14.00 14.20
ol A1 168 195213234 256 280 310330 388 | U310 97.69%
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane
55
83
5000 LI BULI UL I B
29 13.60 13.80 14.00 14.20
i m/z 55.10 90.48%
o [ |,1?9 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #163018: 9-Tricosene, (2)-
55 9
13,60 13.80 14.00 14.20
5000 m/z 83.10 73.63%
125
29 322
o 7 Lof ;198 182 210 238 266 294 |
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate R EEEEE RS
57 13.60 13.80 14.00 14.20
83 m/z 69.10 70.06%
5000
111
29
ol ) ‘\‘ 139,199 101210 2% o503
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF010719.M Tue Jan 15 13:15:02 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 E-15-Heptadecenal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.50 8.62 ng 337886 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 80
4 Eicosane 282 C20H42 000112-95-8 70
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 64
Abundance Scan 2110 (14.498 min): BF112056.D (-2108) (-) m/z 57.10 100.00%
57
5000 85
111 14.20 14.40 14.60 14.80
141 254
ol ] N 168 196 223 797277300 332 360 397 | 777 43.10 81.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43
83
5000 U AL B B S
111 14.20 14.40 14.60 14.80
m/z 71.10 54 .19%
0 ] 1 l 1139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 14.20 14.40 14.60 14.80
5000 o7 m/z 55.10 48 _.95%
125
ol t,.‘j.lwt h.“.:ﬁs?.lﬁ? e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphony! chloride R R e R
7 14.20 14.40 14.60 14.80
m/z 85.10 41.72%
5000 85
29 05
L2 L ispas e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF010719.M Tue Jan 15 13:15:03 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .95 8.71 ng 353186 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 90
3 Hexadecanal 240 C16H320 000629-80-1 86
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 70
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 64
Abundance Scan 2187 (14.951 min): BF112056.D (-2184) (-) m/z 43.10 100.00%
82
5000

14.60 14.80 15.00 15.20

138 166189 217241 276 305326 362 390412

0! m/z 57.10 94 _44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene
55
82
5000 R DRI AU DRI DR

14.60 14.80 15.00 15.20
29 109 m/z 82.10 76.34%

. ' | (137 166 194 222 250 278
- T TT I L T I T T 1T I T T 1T I T 1 T T I T T 1 T I
m/z--> 50 100 150 200 250 300 350 400
Abundance #117607: Octadecanal

43 8P

14 60 14. 80 15. 00 15.20

5000 m/z 55.10 68.23%
109
m{ﬂﬁmmmm
Ot e
m/z--> 50 150 200 250 300 350 400
Abundance #94312: Hexadecanal R B .

57 82 14.60 14.80 15.00 15.20
m/z 96.10 55.75%

J \ 10{9 3 A"MJ“M“

oL, . e SN

m/z--> 50 50 200 250 300 350 400 14 60 14. 80 15. 00 15.20

8270-BF010719.M Tue Jan 15 13:15:03 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 1H-Indene, 2-butyl-5-hexylo... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.46 6.56 ng 266085 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-butvl-5-hexvloctahv... 264 C19H36 055044-33-2 58
2 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 51
3 4-Cvclohexvlidene-n-butanol 154 C10H180 004441-58-1 50
4 Methvl 2-octvlcvclopnropnene-1-hep... 294 C19H3402 005026-66-4 46
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 43

Abundance Scan 2274 (15.462 min): BF112056.D (-2270) (-) m/z 81.10 100.00%

5000
266 294 321344 371 396418 15.20 15.40 15.60 15.80
(o} m/z 69.10 98.72%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #114292: 1H-Indene, 2-butyl-5-hexyloctahydro-
95
41

5000

15.20 15.40 15.60 15.80
m/z 55.10 95.47%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #66221: 1,4-Methanonaphthalene, 6,7-diethyldecahydro-, cis-
95
& 15.20 15.40 15.60 15.80
41 . . . .
177
5000 137 m/z 95.10 94.21%
I I 206
NI U T HC 3
m/z--> 0 100 150 200 250 300 350 400
Abundance #26740: 4-Cyclohexylidene-n-butanol L  RRRRs Bam s
81 15.20 15.40 15.60 15.80
55 m/z 67.00 80.52%
5000 109
‘ 137
m/z--> 0 50 100 150 200 250 300 350 400 15.20 15. 40 15. 60 15.80

8270-BF010719.M Tue Jan 15 13:15:04 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknownl5.65 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.65 4.44 ng 180253 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-4-(1l-methvlethv)-3-T1-... 348 C25H48 1000370-41-4 38
2 Phenanthrene. 9-dodecvltetradeca... 360 C26H48 055334-01-5 35
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 32
4 2-Indolinol. 1l-acetvl-3-methvl- 191 C11H13NO2 013303-72-5 25
5 1-(2,6-Dimethyl-4-propoxy-phenyl... 234 C15H2202 1000190-22-0 22
Abundance Scan 2306 (15.651 min): BF112056.D (-2304) (-) m/z 43.10 100.00%
1
5000
" 15.40 15.60 15.80 16.00
o} m/z 191.15 95.71%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #183015: 1-Methyl-4-(1-methylethyl)-3-[1-methyl-1-(4-methy...
5000 L BRI BRI SUBURE SR
1540 15.60 15.80 16.00
m/z 95.10 94 .92%
305
o/ —
mz-> 0 50 100 150 200 250 300 350 400
Abundance #190941: Phenanthrene, 9-dodecyltetradecahydro-
191
95 R U B SO B
15.40 15.60 15.80 16.00
5000 m/z 57.10 92 .45%
360
o J\ 135 164 212236 264 303 329 |
mz-> 0 1%0 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone I a BREmEEES
191 15.40 15.60 15.80 16.00
m/z 81.10 91.21%
5000 28
135 163
| % Tl
0....,.“..‘.“,“‘.‘.‘l.“.tl..“. B e e L HENL e e e e L e NS s
mz-> 0 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Silane, dimethyl(3-methylbu... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.34 10.52 ng 426746 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(3-methvlbut-2-e... 202 C10H2202Si 1000347-96-2 50
2 2-Cvano-N-(4-(2.6-dimethvl-4-mor... 273 C15H19N302 1000332-12-1 42
3 2(1H)-Pvridinone. 4-hvdroxv-6-ph... 187 C11H9NO2 017424-17-8 38
4 Cvcloisolonagifolene. 9.10-dehvdro- 202 C15H22 1000156-81-6 38
5 7-Amino-2,4-dimethyl[1,5]benzodi... 187 C11H13N3 022177-24-8 38
Abundance Scan 2593 (17.339 min): BF112056.D (-2590) (-) m/z 187.15 100.00%

:

5000
356 411 17.00 17.20 17.40 17.60
0 m/z 119.10 40.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #62353: Silane, dimethyl(3-methylbut-2-enyloxy)propoxy-
75 187
117
5000 LA L L L L L L L L |
17.00 17.20 17.40 17.60
m/z 189.15 32.31%
41 159
0 zp.ALﬁ,LJ.tJ....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400

Abundance #121872: 2-Cyano-N-(4-(2,6-dimethyl-4-morpholinyl)phenyl)a...
187

@

17.00 17.20 17.40 17.60

5000 m/z 41.10 30.30%
119 273
42 68 92 146
ol e d 0 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #50966: 2(1H)-Pyridinone, 4-hydroxy-6-phenyl- R e
187 17.00 17.20 17.40 17.60
m/z 69.10 28.70%
5000
103
51 /7 | 180 159
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF010719.M Tue Jan 15 13:15:05 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Aromandendrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.68 35.03 ng 1421020 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromandendrene 204 C15H24 000489-39-4 64
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 49
3 3-Cvclohexene-1-methanol. .alpha... 222 C15H260 023178-88-3 44
4 9(1H)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 41
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 41
Abundance Scan 2651 (17.680 min): BF112056.D (-2644) (-) m/z 204.20 100.00%
4
5000
17.40 17.60 17.80 18.00
ob— m/z 133.10 90.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64285: Aromandendrene
41 161
204
5000 LR UL B UL B
17.40 17.60 17. 80 18 00
] \ m/z 55.10 74.16%
o, o B S
m/z--> 100 150 200 250 300 350 400
Abundance #64407. 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 | 17.40 17.60 17.80 18.00
5000 6 161 m/z 285.20 72.11%
o...l,JJ'.-‘ ’H..l,.... S
m/z--> 50 100 150 200 250 300 350 400
Abundance #79486: 3-Cyclohexene-1-methanol, .alpha.,4-dimethyl-.alph...
69 17.40 17.60 17.80 18.00
m/z 300.30 71.80%
50007 43
109
‘ } ‘ ‘135 161 204
0...““. H HL.‘.....l‘....l....l....l....l...
m/z--> 50 1 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112056.D

Aca On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample : K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 1,4-Dimethyl-8-isopropylide... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.94 52.64 ng 2135450 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 60
2 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 45
3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 41
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 38
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 38

Abundance Scan 2695 (17.939 min): BF112056.D (-2687) (-) m/z 204.15 100.00%
204
135
5000
411 17.60 17.80 18.00 18.20
o 14 306378 m/z 135.10 61.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LA L L L L L L L L |
95 161 17.60 17.80 18.00 18.20
a 123| i L m/z 133.10 53.04%
o' J.i..h[,... e o S o
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204
R B
108 17.60 17.80 18.00 18.20
0
5000 133 161 m/z 287.25 50.00%
41 79
o iﬂt.uh I
m/z--> 50 100 150 200 250 300 350 400
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,... L B o e e e e
133 204 17.60 17.80 18.00 18.20
m/z 55.10 46 .36%
41
5000 161
67 9
0 !r.&ﬂ... — e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011419\
Data File : BF112056.D

Acq On : 14 Jan 2019 17:46

Operator : JU/SJ

Sample - K1135-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .65 6.65 53.6 ng 2888520 1 6.87 1076720 20.0
2-Bromo dodecane 10.82 6.6 ng 341605 4 11.39 1042060 20.0
Phenanthrene, 2-m... 11.92 5.8 ng 302449 4 11.39 1042060 20.0
4b,8-Dimethyl-2-i... 12.34 4.5 ng 232897 4 11.39 1042060 20.0
10,18-Bisnorabiet... 12.64 9.4 ng 491610 4 11.39 1042060 20.0
Retene 13.12 8.6 ng 337744 5 14.03 783845 20.0
5H-Pyrrolo[3,4-b]... 13.48 5.8 ng 229271 5 14.03 783845 20.0
unknown13.55 13.55 6.6 ng 256952 5 14.03 783845 20.0
Octadecanal 13.66 14.8 ng 579117 5 14.03 783845 20.0
unknownl13.79 13.79 8.6 ng 337697 5 14.03 783845 20.0
Cycloeicosane 13.87 24_.3 ng 953559 5 14.03 783845 20.0
E-15-Heptadecenal 14.50 8.6 ng 337886 5 14.03 783845 20.0
1,19-Eicosadiene 14.95 8.7 ng 353186 6 15.52 811312 20.0
1H-Indene, 2-buty... 15.46 6.6 ng 266085 6 15.52 811312 20.0
unknown15.65 15.65 4.4 ng 180253 6 15.52 811312 20.0
Silane, dimethyl (... 17.34 10.5 ng 426746 6 15.52 811312 20.0
Aromandendrene 17.68 35.0 ng 1421020 6 15.52 811312 20.0
1,4-Dimethyl-8-is... 17.94 52.6 ng 2135450 6 15.52 811312 20.0
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